. Analytical and spectral data of PQ-CAD amides 3a-k.
[M + 1] + C24H27N3O2
(389.49) 3b 78 -oil (film) 3378, 3054, 2936, 2867, 1735, 1651, 1616, 1578, 1519, 1456, 1424, 1388, 1271, 1220, 1202, 1158, 1052, 1031, 926, 900, 822, 792, 763, 738, 703, 624 404.3 [M + 1] + C25H29N3O2 (403.52) 3c -78-80 3255, 3070, 2962, 2930, 2856, 1738, 1652, 1610, 1571, 1517, 1455, 1424, 1385, 1304, 1229, 1168, 1032, 981, 823, 791, 678, 630 420.3 85-88 3355, 3256, 3072, 2964, 2932, 2360, 1738, 1653, 1613, 1555, 1518, 1458, 1425, 1388, 1339, 1298, 1259, 1201, 1166, 1138, 1022, 980, 851, 819, 793, 765, 681, 627, 597 450.5 [M + 1] + C26H31N3O4 (449.54) 3e 52 69 120-123.5 3367, 3285, 3084, 2962, 1657, 1617, 1583, 1520, 1456, 1421, 1388, 1328, 1277, 1241, 1221, 1200, 1164, 1125, 1052, 1014, 978, 824, 792, 682, 622, 604 480.3 [M + 1] + C27H33N3O5 (479.57) 3f -77-79.5 3350, 3253, 3069, 2961, 2934, 1738, 1655, 1620, 1576, 1557, 1520, 1491, 1454, 1425, 1387, 1356, 1334, 1281, 1247, 1200, 1167, 1124, 1096, 1041, 977, 927, 855, 819, 792, 752, 681, 624, 593 434.2 [M + 1] + C25H27N3O4 (433.50) 3g 79 33 85-87 3358, 3275, 3078, 2958, 2327, 2857, 1740, 1655, 1615, 1558, 1520, 1492, 1457, 1426, 1388, 1343, 1227, 1202, 1168, 1097, 1052, 1013, 982, 903, 823, 791, 736, 709, 677, 628 424.2 [M + 1] + C24H26ClN3O2 (423.94) Table S1 . Cont. -65-67.5 3357, 3271, 3078, 2960, 2927, 2857, 1739, 1655, 1616, 1578, 1557, 1520, 1487, 1458, 1426, 1388, 1343, 1283, 1226, 1201, 1167, 1093, 1052, 1032, 985, 903, 875, 822, 792, 758, 714, 678, 625 408.1 [M + 1] + C24H26FN3O2 (407.48) 3i -48.5-49.5 3262, 3075, 2964, 2861, 1661, 1618, 1561, 1520, 1454, 1387, 1335, 1221, 1166, 1126, 975, 803, 864, 820, 793, 735, 688, 625, 584, 513 458.3 -82-84 3359, 3262, 3075, 2963, 2931, 2856, 1738, 1655, 1615, 1577, 1560, 1519, 1456, 1424, 1386, 1326, 1227, 1203, 1163, 1130, 1110, 1069, 1050, 1015, 979, 957, 903, 880, 829, 792, 719, 681, 623, 596 458.2 [M + 1] + C25H26F3N3O2 (457.49) 3k -148-150 3395, 3286, 3095, 2964, 2934, 2861, 1663, 1623, 1576, 1521, 1456, 1423, 1334, 1341, 1278, 1224, 1174, 1136, 1052, 1031, 978, 940, 899, 868, 845, 822, 792, 683, 624 526. 3236, 3038, 2936, 1696, 1628, 1578, 1596, 1458, 1388, 1424, 1356, 1222, 1156, 1054, 978, 862, 822, 790, 762, 726, 678, 658, 632, 556, 488 3265, 2961, 2935, 1652, 1617, 1576, 1520, 1454, 1423, 1387, 1336, 1258, 1239, 1220, 1203, 1158, 1051, 1031, 1004, 928, 910, 822, 791, 762, 709, 695, 625, 589, 515 3248, 2934, 1654, 1604, 1575, 1517, 1456, 1424, 1386, 1251, 1167, 1029, 980, 824, 791, 628, 521 3375, 3213, 3084, 3003, 2937, 1668, 1628, 1596, 1559, 1515, 1456, 1421, 1387, 1356, 1293, 1262, 1235, 1202, 1171, 1138, 1052, 1022, 977, 939, 856, 816, 788, 767, 710, 679, 622, 594, 560, 460 508. 3250, 2937, 1654, 1618, 1582, 1508, 1454, 1420, 1388, 1326, 1266, 1240, 1221, 1203, 1155, 1126, 1051, 1031, 1003, 976, 822, 791, 677, 624, 585, 526, 512, 464 538. 3250, 2335, 2361, 1654, 1618, 1577, 1560, 1521, 1490, 1448, 1388, 1252, 1202, 1158, 1100, 1037, 976, 929, 819, 791, 670, 625, 592, 518 , 3230, 3037, 2966, 2937, 2362, 2343, 1697, 1661, 1625, 1592, 1521, 1490, 1458, 1425, 1408, 1391, 1354, 1290, 1266, 1239, 1221, 1199, 1161, 1090, 1052, 1010, 982, 945, 899, 866, 819, 790, 726, 676, 628 2964, 1659, 1618, 1577, 1521, 1456, 1424, 1388, 1334, 1222, 1199, 1166, 1126, 1075, 976, 900, 822, 792, 694, 660, 625, 561, 514 516. 3335, 3220, 3020, 2942, 2363, 1647, 1617, 1579, 1521, 1459, 1425, 1384, 1340, 1280, 1224, 1175, 1135, 1053, 971, 942, 898, 847, 823, 792, 730, 683, 629, 599, 561, 519, 466 584.
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(583.53) Table S4 . 1 H and 13 C NMR spectra of PQ-CAD semicarbazides 7a-k. 9.75 (s, 1H, 2''), 8.54-8.53 (dd, 1H, 11, J = 1.41, 4.11), 8.09-8.06 (dd, 1H, 13, J = 1.30, 8.25), 7.85 (s, 1H, 1''), 7.58-7.36 (m, 7H, 12, 2', 4'-8'), 6.65-6.60 (d, 1H, 1', J = 15.90), 6.48-6.44 (m, 2H, 2, 17), 6.28 (s, 1H, 15), 6.13-6.10 (d, 1H, 8, J = 8.62), 3.82 (s, 3H, 18), 3.64 (m, 1H, 6), 3.06-3.04 (m, 2H, 3), 1.63-1.47 (m, 4H, 4, 5), 1.22-1.20 (d, 3H, 7, J = 6.24) 164.65 (3''), 158.98 (16), 157.92 (1), 144.61 (9), 144.20 (11), 139.46 (2'), 134.74 (13), 134.67 (10), 134.49 (3'), 129.60 (6'), 129.53 (14), 128.92 (5', 7'), 127.50 (4', 8'), 122.04 (12) 9.67 (s, 1H, 2''), 8.54-8.53 (dd, 1H, 11, J = 1.57, 4.15), 8.08-8.07 (dd, 1H, 13, J = 1.49, 8.28), 7.67 (s, 1H, 1''), 7.43-7.30 (m, 7H, 12, 2', 4'-8'), 6.48-6.45 (m, 2H, 2, 17), 6.28 (s, 1H, 15), 6.13-6.11 (d, 1H, 8, J = 8.75), 4.05-3.82 (s, 3H, 18), 3.65-3.63 (m, 1H, 6), 3.08-3.02 (m, 2H, 3) , 2.02 (s, 3H, 12'), 1.66-1.47 (m, 4H, 4, 5), 1.22-1.21 (d, 3H, 7, J = 6.29) 168.89 (3''), 159.00 (16) 45-7.40 (m, 2H, 12, 2'), 6.90 (s, 2H, 4', 8'), 6.59-6.55 (d, 1H, 1', J = 15.80), 6.46-6.43 (m, 2H, 2, 17), 6.26 (s, 1H, 15), 6.11-6.09 (d, 1H, 8, J = 8.78), 3.81 (s, 3H, 18), 3.80 (s, 6H, 9', 11'), 3.68 (s, 3H, 10'), 3.63 (m, 1H, 6 
